When fitting complex models, such as finite element or discrete event simulations, the experiment design should exhibit good properties of both projectivity and orthogonality. To reduce experimental effort, sequential design strategies allow experimenters to collect data only until some measure of prediction precision is reached. In this article, we present a batch sequential experiment design method that uses sliced Full Factorial-Based Latin Hypercube Designs (sFFLHDs), which are an extension to the concept of sliced Orthogonal Array-Based Latin Hypercube Designs (OALHD). At all stages of the sequential design, good univariate stratification is achieved. The structure of the FFLHDs also tends to produce uniformity in higher dimensions, especially at certain stages of the design. We show that our batch sequential design approach has good sampling and fitting qualities through both empirical studies and theoretical arguments.
Introduction
Computer simulations are frequently adopted in studying complex systems. For example, engineers use fluid dynamics models to visualize air flow around an aircraft and Monte Carlo simulations to optimize call center staffing. Although the power and speed of computers has grown significantly in the recent decade, a single evaluation of some computer models can take hours or even days. If the computer models are computationally expensive, metamodels, sometimes referred to as surrogate models, are constructed to approximate the complex computer models with sufficient accuracy. These metamodels replace the original computer models in optimization or "what if" analyses.
Building metamodels for these computer simulations involves sampling a set of points from the design space and fitting a model to the observed data. The focus of this paper will be on design of experiments which is used to select which set of points to sample from the design space. We will presume that kriging (or Gaussian process modeling), which has become widely used for building metamodels of complex deterministic computer experiments, will be used for the fitted model. Kriging, developed in geostatistics (Matheron 1963; Journel 1978) , assumes spatial correlation between points. Responses at unobserved points are predicted using correlations between the observed points to create a response surface model. Recently Ankenman et al. (2010) extended kriging to the case of stochastic simulation. Although our approach is developed with kriging in mind, it is also appropriate for many other fitting methods, especially when there is little known about the true underlying surface.
A variety of experiment designs have been presented in literature for supporting kriging models. When the goal of the metamodel is to fully map the region of interest, designs utilize certain space-filling criteria and seek to place points in the design space uniformly. McKay et al. (1979) introduced Latin hypercubes for computer experiments where each level of each variable is sampled exactly once. This idea has spawned many variants. Tang (1993) and Owen (1994) proposed the concept of orthogonal array-based LHD (OALHD). An OALHD starts with an n-point OA of strength t for m columns (t < m), each at L levels, denoted OA(n, m, L, t). For every t columns, the L t level combinations appear the same number of times. OALHDs built on OA(L 2 , m, L, 2)s have economical sample sizes and are used most widely. To construct an OALHD, the set of values from 1 to L 2 is partitioned into L groups: {1, . . . , L}, {L + 1, . . . , 2L}, . . . , {L(L − 1), . . . , L 2 }.
The levels in the OA correspond to each group. The levels in the OA in a given dimension are replaced by distinct integer values from its corresponding group. The replacement each time is random without replacement. OALHDs have good projectivity in any univariate and bivariate subspace if strength 2 OAs are used in construction.
Other space-filling criteria have also been adopted when constructing designs. Johnson et al. (1990) first defined the concept of minimax and maximin distance in the design of an experiment. The maximin criterion tries to maximize the minimum distance between any two points in the design. The minimax criterion minimizes the maximum distance between any nondesign point in the design space S and the closest design point in the design. Morris and Mitchell (1995) presented maximin LHDs which try to maximize the minimum distance between design points while maintaining the desirable projective properties of an LHD. Qian and Wu (2009) presented the idea of a sliced space-filling design. Each slice has good spacefilling properties while the whole design achieves good uniformity in higher dimensional margins.
Sequential designs have gained popularity in recent research as experimenters desire the ability to terminate early if some stopping criterion is reached. The stopping criterion is usually based on an estimate of prediction variance or parameter estimation variance. In particular, in the search for a global optimizer, Bernardo et al. (1992) used an initial design to predict the response. If the predictor is not accurate, a subregion is chosen and explored.
Otherwise, the objective is optimized using the current fitted model. Ranjan et al. (2008) presented sequential designs with the objective of contour estimation. Lam and Notz (2008) proposed sampling additional points which maximize the expected improvement in model fit. Distance-based criteria also apply to the construction of sequential designs. Besides maximin and minimax criteria, Johnson et al. (1990) examined a weighted distance criterion for choosing new design points.
Recently, Loeppky et al. (2010) introduced the notion of batch sequential designs for computer experiments, in particular the bin-based sequential design. The sequential bin structure is established by a set of defining relations. The bins are used to construct augmenting sets of runs that yield, as nearly as possible, aggregate designs that are Latin hypercube sampling (LHS) with near maximin distance at each batch stage. A batch sequential experimental design allows the experimenter to successively add batches of design points to an experiment.
The goal is that after any batch is added, the design has reasonably good projectivity and orthogonality properties. The stopping criterion can be invoked when the desired precision is reached.
In this paper, we present a batch sequential experiment design that uses the idea of sliced space-filling designs from Qian and Wu (2009) and extends the work of Loeppky et al. (2010) .
Like Loeppky et al. (2010) 's bin-based designs, our design possesses good orthogonality and projectivity at intermediate stages and leads to an OALHD. However, our design does not require preselection of a total number of runs. Instead, it allows for batches to be added indefinitely. At certain stages of the design, which we call the golden stages, our design achieves very special space-filling properties.
We now introduce the definition of a full factorial-based Latin hypercube design (FFLHD), which our sequential design achieves at the golden stages. A D-dimensional n-point design X with L levels is said to be an L-level FFLHD if two properties hold. First, when every dimension of X is partitioned into L evenly spaced levels of (0, 1]
, the resulting design is an L-level full factorial design. Second, when X is projected onto any dimension, precisely one point falls within n equally spaced levels given by
At each batch stage, one slice from an FFLHD is sampled. Therefore, we call our sequential design a sliced full factorial-based Latin hypercube design (sFFLHD). Three design matrices are created in the process of sequential sampling: the big grid design, the intermediate grid design, and the small grid design. The big grid design preserves orthogonality, while the small grid design preserves LHD projectivity. As the sequential design adds a large number of design points, orthogonality on L levels becomes a weak criterion. The intermediate grid design allows the sequential design to build orthogonality on more than L levels.
At the golden stages, the sequential design achieves its best space-filling properties and is an FFLHD.
The remainder of this paper is organized as follows. In Section 2 we introduce some notation, provide an example of an sFFLHD, and present a general method for constructing an sFFLHD. In Section 3 we derive some theoretical properties of sFFLHDs. In Section 4 we compare the results obtained using different design procedures for several numeric examples and propose some choices of stopping criteria for sFFLHD. In Section 5 we demonstrate an application of sFFLHD to a logistics simulation model. We summarize our work and present our conclusions in Section 6.
Sliced Full Factorial-based Latin Hypercube Design Construction
We begin with some notation.
General matrix notation S .j : jth column of a matrix S S i. : ith row of a matrix S S [i:j,.] : Rows i to j of a matrix S S ij : Element in the ith row and jth column of a matrix S Parameters that are constant throughout sFFLHD To construct an sFFLHD, we consider a special type of orthogonal array OA(n, m, L, t), t = 2, n = L 2 . For any two columns, all level combinations appear exactly once. Equation
(1) shows an OA(9, 4, 3, 2), which is an example of this type of orthogonal array.
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If we partition Z to three slices by the first column, that is, rows 1-3, 4-6, 7-9 are the three slices, columns 2-4 of each slice form a different Latin hypercube. In fact, an Example 1. D = L = 3. Figure 1 shows the first 9 batches (27 runs) of an sFFLHD design X 9 , along with the associated small grid design V 9 and large grid design W 9 . In the first 27 runs, M has L b = 3 levels/dimension and V has l b = 27 levels/dimension. In the next 27 runs, M has L b = 9 levels/dimension and V has l b = 81 levels/dimension. Figure 2 23  14  16  28  33  57  56  78  33  13  72  72  53  25  47  75  54  3  5  39  40  40  61  26  66  3  80  11  18  61  48  34  45  78  81  22  7  55  36  45  11  9  79  44  68  27  50  4  38 Batch  28  29  10  30  31  32  11  33  34  35  12  36  37  38  13  39  40  41  14  42  43  44  15  45  46  47  16  48  49  50  17  51  52  53 18 54 second 27 runs 20  19  1  29  41  74  55  60  50  10  73  60  46  2  37  73  30  20  2  48  28  37  64  13  70  10  65  15  23  73  47  37  30  80  56  10  3  68  46  39  20  19  81  46  55  21  31  23  44  75 When enough batches have been added so that the big grid design is a full factorial design with L levels, the small grid is a Latin hypercube with n b levels.
At a high level, this algorithm observes batches of L design points sequentially until a stopping criterion is reached or an L-level L D -point FFLHD is constructed, which we call a golden stage. If experimentation is to continue beyond the golden stage, then a new
created, which is the next golden stage. This process can continue indefinitely so the design at any point in the process is a subset of an
batch is guided by an orthogonal array at the big grid level and is a non-overlapping subset of the a sD L D -point LHD. This preserves some measure of orthogonality and projectivity after each batch.
The sFFLHD is generated with the following algorithm: (comments are in italic)
Step 0:
Step
Randomly permute rows and columns of the orthogonal array and then sort it by the first column and denote the other D columns by A 1 . Slices of A 1 are determined by the sorted column. In this fashion,
and each slice is a Latin hypercube design with L levels and will be used as a batch of the sequential design. Create
, which can be generated from A 1 (see Appendix A).
Step 2:
For each p, p ∈ {1, . . . , L}, A r p is the pth slice of A r , Update the level of the small grid design if necessary: 
Step 3: If Step 2 completes before the stopping criterion is met, then the intermediate grid design is a full factorial design with L b levels.
Update the number of levels of the intermediate grid design
Step 4: Let v be a D length vector with integer values from 0 to a − 1 and v = 0. There are a D − 1 possible unique v's. Let f, f ∈ 1, . . . , a D − 1, be the element index after randomly permute the elements of {v}. Pick a non-overlapping fraction of the full factorial design with For each p, Update the level of the small grid design if necessary:
) and update all design matrices accordingly.
Observe batch b + 1 If the stopping criterion is satisfied then EXIT else continue
Step 4 until the stopping criterion is met. 
Analysis of sFFLHD for mean estimation
The mean estimator of a design provides information on the average response of the design space. A good estimator should achieve good accuracy and precision. In a kriging setting, little is usually known about the form of the response surface. Thus, estimating the surface can be thought of as estimating the mean over small regions. The ability to estimate the response surface is related to the ability to estimate a mean of a given subregion. Since our design methodology essentially continues to fill the space in a uniform way, in the limit, any subregion will begin to be filled as if it were the only region of interest. In this section, we will show the mean estimator from an sFFLHD achieves good variance reduction compared to random sampling, especially at certain stages.
Derivation of Mean Estimator of sFFLHD
Let dF denote the uniform probability measure on (0, 1] D . The true average output of a
Consider an experiment with n runs labeled as {x i }, i = 1, 2, . . . , n, where
The sample mean Y of n experiment runs is used as a predictor for µ by Y = 1 n n i=1 f (x i ) µ is then estimated by Y . The quality of Y depends on its mean and variance.
Let D denote the power set of C = {1, 2, . . . , D} and dF u = i∈u dx i denote a uniform measure on (0, 1] |u| ,u ∈ D. The ANOVA decomposition of f (Owen 1994 ) is given by
The components α u are defined inductively via
α ∅ represents the grand mean. 
for every i, k, where i = k
s, t ∈ Z l B and sL/l B = tL/l B 0 otherwise for B 1 = B 2 , and b = max{B 1 , B 2 } we have
Following the definition in Owen (1994) , let W ij denote the jth entry of ith row of the
jk }, and define Owen (1994) showed that variance of the mean estimator from an n-point lattice sampling design can be written in the following form:
Using the probability mass functions in Proposition 1, we can derive the expectation and variance of the mean estimator of sFFLHD.
. ), the mean estimator using a single batch of sFFLHD. Then
This shows that the mean estimator of each batch and the whole sequential design at any batch stage is unbiased.
For smooth function f , as
At stages where the big grid design is an OA, as L → ∞ we also have
At stages where L D b = n the sequential design is an FFLHD, as n → ∞ we have
From Proposition 2, we can see that the variance reduction achieved by each batch of our procedure, compared to random sampling, is similar to that achieved by an ordinary Latin hypercube design. Greater variance reduction is achieved when the sequential design is an OALHD as pointed out in He and Qian (2011) . At other stages, the sequential design can be thought of as an LHD with uneven levels, where points do not spread out evenly when projected onto a dimension. This is different from an ordinary LHD where, in each dimension, levels correspond to equal-width intervals. However, with the structure of big grid designs and grid designs, we attain good sampling properties even at these intermediate stages.
We demonstrate this in the next section through empirical studies.
Numerical Examples

Comparison of Gaussian Model Fitting against MmDist
In this section, we focus on the comparison of our sFFLHD with a maximin distance sequential design (MmDist), as this seems to be the most widely used sequential space-filling design. Comparisons with other designs are summarized later. Suppose the batch size is L.
An MmDist design starts with a maximin LHD with L points, and each subsequent point is placed to maximize the minimum interpoint Euclidean distance. Although MmDist is a fully sequential design, we can group sets of L points into batches and implement the design in a batch sequential manner.
We first compare sFFLHD with the fully sequential maximin design for estimating two well-known test functions, the borehole and Rastrigin function. We then compare the designs for estimating surfaces generated from a Gaussian random process model. Example 2. Borehole Example (Worley 1987) used a model to demonstrate the flow of water through a borehole. The model has eight input variables. All designs have been scaled to fit the range of interest. In our comparison, we vary 4, 6 and all of the eight variables. We sample 8 points at a time.
The final budget is set at 128 runs. For each design method, function values are evaluated at design points and a GP model is fit at each batch stage. A 10,000-point maximin LHD is used to assess the RMSE of each GP model. Confidence intervals of RMSE differences are obtained via 100 independent replications. Since the difference is (RMSE for sFFLHD)−(RMSE for MmDist), a confidence interval that is completely negative indicates better performance of the sFFLHD. In order to facilitate proper scaling for visualization, Batches 1-6 are shown in Figure 3 and Batches 7-16 in Figure 4 . From the first row of plots in Figures 3 and 4, we can see that MmDist is as good as sFFLHD in terms of RMSEs in the 4-dimensional case since almost all the confidence intervals contain zero. In the 6 and 8-dimensional cases, the confidence intervals are almost always negative, so we conclude that sFFLHD produces significantly lower RMSEs across all batch stages. Confidence intervals of RMSE differences are obtained. The second row of plots in Figure 3 and 4 shows the RMSE differences between two designs with batch 1-6 in Figure 3 and 7-16 in Figure 4 . sFFLHD performs much better than MmDist on RMSEs in 6 and 8-dimensional cases. For 4-dimensional case, differences between the two designs are not significant at early stages; however, MmDist dominates sFFLHD in the late stages.
Example 4. Gaussian Process Model
For this test problem, we consider several k-dimensional Gaussian processes (k=2,4,6 and 8). Different θ values represent different scenarios. Data are generated on 10000-point maximin distance design in [0, 1] k . The model fitted from the 10000 points can well capture the true response surface. We sample 8 points at a time. The final budget is set at 128 runs.
For each design method, function values are evaluated at design points and a GP model is fit at each batch stage. The 10000 points are used to calculate the RMSE of each GP model.
Confidence intervals of RMSE differences are obtained via 100 independent replications.
First, θ is set to be 5 in each dimension. The true Gaussian surface is relatively smooth.
The second rows of Figures 5 and 6 show that in high dimensional cases, RMSEs of sFFLHD are favorable compared to maximin distance design at almost all stages. In low dimensional cases, maximin distance design is comparable to or better than sFFLHD, because maximin distance design tends to have points spread out evenly in low dimensions.
We increase θ to 15 in each dimension. The simulated Gaussian surfaces are now relatively non-smooth. For non-smooth surfaces, sFFLHD performs better than MmDist in 4 dimensional and higher cases (see first rows of Figures 5 and 6) . However, the size of the advantage over MmDist diminishes when fitting rough surfaces because neither design is able to capture the true response well with a small number of design points.
Comparison with Other Designs
We also compare sFFLHD with other design methods in addition to MmDist design.
Maximin LHD (MmLHD) is a widely used space-filling design. To implement it in a batch sequential manner, a MmLHD of the same final budget is generated in each replication and then divided into batches of the same size as in the examples. We call this design batch sequential MmLHD (bMmLHD). Even though bMmLHD cannot go beyond the final We use Examples 2, 3, 4 to compare the above design methods with sFFLHD. The average RMSE differences are listed in Appendix D. sFFLHD performs better than bMmLHD during early-stages and mid-stages, and as well at final stage in terms of RMSE. In comparison with bLHD, performance of bLHD is never better than sFFLHD. Close to the stages where the big grid design of rsFFLHD is an OALHD, rsFFLHD and sFFLHD performs equally well as expected. However, sFFLHD performs better than rsFFLHD at other stages leading us to conclude that forcing each batch to be an LHD produces better space-filling property at stages when sFFLHD is not an OALHD.
Stopping Criteria
The most important attribute of sFFLHD is the ability to stop at any batch stage while maintaining good space-filling properties. While smaller RMSE of fit is often desirable, computing actual RMSE requires the knowledge of the true model which is not known in most cases. However, the emulator often enables us to estimate the MSE of prediction at some unobserved point. For instance, if GP model is used as the emulator, given the GP model, the predicted MSE for an unobserved site x can be computed from the following expression:
where r(x) = [R(x, x 1 ), . . . , R(x, x n )] and the correlation function R(
can be used as a measurement of uncertainty for prediction. Typically, the parameters θ i , ∀i are estimated and then RIMSE is approximated by computing the estimated MSE at each point on a large grid and taking the root of the average across the grid.
Cross validation also can provide a performance measure of the GP model. Leave-one-out cross validation is often preferred as only one observation is left out for each cross validation and cross validation fits are close to the fit with all data. An example is studied in Section 5 to demonstrate the usage of the above stopping criteria.
Comparison of Mean Estimators
In this section, we compare the properties of the mean estimators of 4 different design methods(sFFLHD, bMmLHD, MmDist and rsFFLHD).
Example 5. Suppose the computer model is given by
We adopt a final run size of 64 using batches of size 4 and calculateμ for each scheme at each batch stage over 2,000 replications. RMSE ofμ at selected batch stages are shown in Table 1 . The result shows that in terms of RMSE, sFFLHD has the best mean estimator at all batch stages among the compared design methods. Especially at stages where sFFLHD is an OALHD where numbers are in bold, the mean estimator of sFFLHD is significantly superior to all the designs except rsFFLHD, however, at these stages sFFLHD and rsFFLHD are equivalent designs. 
Application: Operational Availability Simulation
Our final example applies sFFLHD to a discrete-event simulation for logistics operations.
The basic scenario is that an operational unit begins with a fleet of working vehicles. Over time, vehicles break down and are repaired, or become due for scheduled maintenance and are serviced. Of interest is the availability of vehicles at the beginning of each day, since this determines what operations can be conducted. The proportion of the initial fleet available is called the operational availability, and within the U.S. Department of Defense this is abbreviated as "Ao."
We will provide a description of the model logic using an event graph, which is a pictorial representation of discrete event simulation model from a state transition perspective. Each event (i.e., a vehicle breakdown, the start or end of scheduled maintenance or repair, etc.)
is represented by a vertex where state transitions can occur. A quintessential event graph is shown in Figure 7 . Here, A and B are events, t is a delay (which could be constant, random, or some function of the state), and c is a boolean function of the state. As Sanchez (2006) describes, this event graph can be readily translated into English as follows: With these principles, details of the model logic are shown in the event graph of Figure   8 . Only three state variables change over time:
• Q maint : the number of vehicles in the queue awaiting scheduled maintenance service,
• Q repair : the number of vehicles in the queue awaiting repair after a breakdown, and
• S: the number of maintenance personnel (servers) available. The "Initialize" node sets the initial state of the system; it also schedules the simulation halt at t halt in the future, initiates the loop for printing daily reports of the number of vehicles available at the beginning of each day, and then loops over each vehicle in the fleet to determine the next event, either a breakdown or a scheduled maintenance event. The time until the next breakdown (t break ) is exponentially distributed, while scheduled maintenance occurs at a fixed time t sched in the future. If t sched ≤ t break then the vehicle will join the queue for maintenance and the length of this queue (Q maint ) is increased by one. Once a server is available, the vehicle starts service, Q maint is decremented by 1, and the time at which the vehicle will be fully serviceable is scheduled t maint in the future. Here, t maint is a random variable drawn from a uniform distribution (with high probability) or a Weibull distribution (with low probability), representing the event that a previously undiagnosed breakdown is identified during scheduled maintenance. Once the maintenance finishes, the server becomes free. If Q maint > 0 the server will immediately begin working on the next vehicle awaiting scheduled maintenance; if Q maint = 0 but Q repair > 0 the server will begin work on a vehicle from the queue of those awaiting repairs after breakdowns; and regardless of the size of the two queues, the vehicle just completing repair or service receives updated times for its next service event (breakdown or scheduled maintenance).
The list of factors, along with the low and high settings of interest, is provided below.
X 1 and X 4 are integer-valued, the rest are continuous.
• X 1 : Number of maintenance personnel, 2 to 8
• X 2 : The ratio of the number of initial vehicles to the number of maintenance personnel: 5 to 10.
• X 3 : Breakdown rate: (1 per 140 days) to (1 per 14 days)
• X 4 : Maintenance cycle (days), 90 to 120
• X 5 : Probability that standard maintenance suffices, 0.92 to 0.98.
• X 6 : Probability that standard repair is required for a vehicle after a breakdown, 0.76 to 0.84
• X 7 and X 8 : Two factors describing the parameters of the Weibull distribution for standard repair times. X 7 is the scale (α) that varies from 0.1 to 0.5, while X 8 is the shape (β) that varies from 1.5 to 5.
The standard service time is uniformly distributed between 5.5 and 6.5 hours. The standard repair time follows a Weibull distribution as parameterized by α and β. If a previously undiagnosed breakdown is identified during service (or repair), then t maint ( t repair ) follows a Weibull distribution with four times the mean of the standard repair time distribution.
The Ao model is stochastic, and a wide variety of performance measures can be calculated.
We chose to examine the average vehicles available over a long period of time (Y ) as a nearlydeterministic estimate of the steady-state mean vehicles available. To study the response surface of Y given the 8 input factors following the batch sequential method, an sFFLHD with batch size of 8 is used and GP models are fitted after each batch. We start with a stopping criterion based on estimated RIM SE from the GP models.
With more batches of points evaluated, the fitted GP models tend to approximate the real response surface with smaller errors. However, improvement of fitting is not guaranteed after every batch stage. Figure 9 shows the RIM SE after each batch stage. We choose to stop if the minimum RIM SE from the five most recent batches is no more than a p% improvement over the minimum RIM SE achieved in all batches before that. Specifically, we define RIM SE1 b = min{RIM SE i , i = 1, . . . , b − 5} and RIM SE2 b = min{RIM SE i , i = b − 4, . . . , b} for b ≥ 6. The criterion stops the sequential experiments if (RIM SE1 − RIM SE2)/RIM SE1 < p%. We selected two possible scenarios (p = 7.5 and p = 5) and summarized the finding in Table 3 . To assess the GP model fitting, actual model RMSEs were computed from a 10,000-point maximin LHD test points (see Figure 9 ).
Leave-one-out average cross validation error (CV error) could also be used to construct the stopping criterion. CV errors across batch stages are plotted in Figure 9 . Similar to RIMSE criteria, we choose to stop if the minimum of the CV errors from the five most recent batches does not decrease by more than p% of the minimum CV error from batches before Results under p = 7.5 and p = 5 are shown in Table 3 . have examined another version of sFFLHD with a slight variation to determine whether it is important that each batch be an LHD at the big grid level. We found this property does contribute substantially to sFFLHD's good performance if the design does not reach the orthogonal stages. We also demonstrated the use of the method and some potential stopping criteria using a simulation for vehicle availability for a fleet of vehicles. Proof. It can be verified in the algorithm that each possible batch in the space is equally likely to be sampled. With each batch being an LHD, the expectation of the mean estimator from a single run is an unbiased estimator for the true average. Therefore, the mean estimator from the sequential design is unbiased. (2) is true.
Whenever the big grid design is an OA, it is of the form OA(λL 2 , D, L, 2), λ ∈ N + . He and Qian (2011) has showed the variance structure as L → ∞ when λ is fixed. (3) and (4) follow their proof.
To show (5), notice that when the intermediate grid design is a full factorial design with L b levels, the variance of the mean estimator can be expressed as where τ i and τ j are E(Y i ) and E(Y j ) respectively.
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